Human

Compound CAS
oscalid 188425-85-6
Propyzamide 23950-58-5
Imazalil 35554-44-0
Isazofos 42509-80-8
hidiazuron 51707-55-2
Pyrimethanil 53112-28-0
Fenarimol 60168-88-9
arbaryl 63-25-2
riflumizole 68694-11-1
metryn 834-12-8
yproconazole 94361-06-5
Pyrithiobac-sodium 123343-16-8
isphenol-A 80-05-7
Formetanate hydrochloride 23422-53-9
Flusilazole 85509-19-9
cetochlor 34256-82-1
esotrione 104206-82-8
Dimethomorph 110488-70-5
hiacloprid 111988-49-9
ebufenozide 112410-23-8
yclanilide 113136-77-9
Propoxur 114-26-1
Imazamox 114311-32-9
Idicarb 116-06-3
piroxamine 118134-30-8
Difenoconazole 119446-68-3
Icaridin 119515-38-7

TIXIAIRIIIIIIIIIIIII I I I I I XXX XX

Sufficient Data

Rat

Clint

Problem
Fub

PhysChem MW

Pt I I I A e I S S

343.21
256.13
297.19
313.74
220.25
199.26
331.20
201.23
345.75
227.33
291.78
348.74
228.29
257.72
315.40
269.77
339.32
387.87
252.72
352.48
27411
209.25
305.34
190.26
297.49
406.27
229.32
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ulfentrazone
Phenoxyethanol
Pymetrozine

riflusulfuron

ono-n-butyl Phthalate (MBP)
zoxystrobin
riticonazole

Diethyl toluamide

ifenazate
epraloxydim
hiamethoxam
ethoxyfenozide

Fenamidone
romoxynil
hloridazon
ryzalin

120-36-5
122-34-9
122-39-4
122836-35-5
122-99-6
123312-89-0
126535-15-7
126833-17-8
13134 1-86-1
131-70-4
131860-33-8
131983-72-7
134-62-3
138261-41-3
139-40-2
144550-36-7
144651-06-9
145701-21-9
148-79-8
140877-41-8
149979-41-9
153719-23-4
161050-58-4
161326-34-7
1689-84-5
1698-60-8
19044-88-3

TIXIAIIIIIIIIIIIIII I I I I I XXX XX

235.07
201.66
169.23
387.19
138.17
217.23
49243
302.20
248.19
222.24
403.40
317.82
191.28
255.67
229.71
529.24
406.42
406.22
201.25
300.36
341.84
201.71
368.48
311.40
276.92
221.65
346.36
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Rotroff et al. Human
Values
Metabolism
logP Reference pKa Reference Human ClintfHuman Fub Reference Rat Clint Rat Fub 1 uM 10 uM
4EPI Suite 0.296 EpiK 17.28203 0.03201 Wetmore et 12.038 0.04664| 17.2820 5.8173
3.43EPI Suite 11.698 EpiK 5.39975 0.06756 Wetmore et 1.7096 0.09361| 5.3997 1.4207
3.82EPI Suite 7.203EpiK 1.02459 0.02956 Wetmore et 46.44 0.04829| 1.0246 -3.2673
3.82EPI Suite -2.457 EpiK 19.52951 0.06539Wetmore et 81.88 0.10721| 19.5295 9.2460
1.77 EPI Suite 2.388EpiK 4.92030 0.02837 Wetmore et 2.142 0.16446| 4.9203 -8.6644
2.84EPI Suite 4.856 EpiK 43.88836 0.01673Wetmore et 11.412 0.07924| 43.8884 8.9220
3.6 EPI Suite 1.5EpiK 3.78805 0.03671Wetmore et 1.5696 0.02760| 3.7881 0.0288
2.36EPI Suite 11.902EpiK 27.27362 0.69225Wetmore et 14.966 0.37532| 27.2736 9.6124
1.4 EPI Suite 2.666EpiK 14.24713 0.00417 Wetmore et 20.62 0.00946| 14.2471 8.6690
2.98EPI Suite 4.401EpiK 31.51456 0.00395Wetmore et 42.06 0.18232| 31.5146 2.6939
2.9EPI Suite -2.152EpiK 1.53798 0.10856 Wetmore et 2.312 0.11946| 1.5380 1.5875
0.6 EPI Suite -0.878 EpiK 3.98489 0.02909 Wetmore et 1.9488 0.00927| 3.9849 -0.6018
3.32EPI Suite 7.889EpiK 19.29334 0.25708 Wetmore et 2.326 0.71812| 19.2933 | 25.0375
0.856 ChemSpider 8.169EpiK 13.71571 0.88531Wetmore et 11.178 0.74850| 13.7157 11.6074
3.7EPI Suite 2.5LookChem 19.92098 0.23177 Wetmore et 5.002 0.07926 19.9210 | 14.3384
3.03EPI Suite 4 ChemNet 84.71361 0.13497 Wetmore et 59.28 0.19229 84.7136 | 47.2104
1.49EPI Suite 5.422EpiK 0.35417 0.35475Wetmore et 0.3542 -2.8440
2.68EPI Suite -2.655EpiK 5.96998 0.09428 Wetmore et 0.0000 5.9700
2.33EPI Suite 1.041EpiK 2.57353 0.28570Wetmore et 2.5735 1.9365
4 25EPI Suite -1.595 EpiK 22.40047 0.03378Wetmore et 22.4005 7.2317
1.84 EPI Suite 3.984EpiK 0.33640 0.98401 Wetmore et 0| 0.3364 0.5336
1.52EPI Suite 11.902EpiK 6.89920 0.21595Wetmore et 6.8992 2.2859
0.73EPI Suite -1.131EpiK 0.24588 0.45482Wetmore et -2.5428 0.2459
1.13EPI Suite -2.95EpiK 0.74564 0.48092Wetmore et 0.7456 0.3636
5.51EPI Suite 8.367EpiK 3.35269 0.00545Wetmore et 3.3527 -13.2004
4.3EPI Suite -2.174EpiK 24.21038 0.00426 Wetmore et 24.2104 9.6725
2.57EPI Suite -1.282EpiK 12.56348 0.28418Wetmore et 12.5635 16.3786
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3.43EPI Suite 2.996 EpiK 2.23001 0.00853Wetmore et 2.2300 -0.0280
2.18EPI Suite 0.789EpiK 6.32606 0.28450 Wetmore et 4.832 6.3261 -4.3582

3.5EP! Suite 0.724EpiK 64.57416 0.00388 Wetmore et : 38.58 0| 64.5742 | 21.4976
2.65EPI Suite -2.812EpiK 5.71453 0.99330Wetmore et 5.7145 4.9079
1.16 EP! Suite -2.392EpiK 17.89438 0.29571 Wetmore et 17.8944 | 19.0113
0.18EPI Suite 1.56 EpiK 8.61105 1.02454 Wetmore et : 8.6110 9.1582
3.56 EPI Suite -2.875EpiK 14.46661 0.32924 Wetmore et 14.4666 8.0232
3.72EPI Suite 7.566 EpiK 35.26676 0.05719Wetmore et 35.2668 | 37.1643
4.12EP! Suite 11.734EpiK 37.04717 0.00358 Wetmore et : 37.44 0| 37.0472 4.7361
2.84EPI Suite 3.438EpiK 0.73586 0.20771Wetmore et 0.7359 0.4998

2.5EPI Suite 0.612EpiK 32.39398 0.04763Wetmore et 32.3940 | 14.2876
3.29EPI Suite -2.108 EpiK 6.11750 0.13726 Wetmore et 17.984 0| 6.1175 1.0371
2.18EPI Suite -1.34EpiK 3.79675 0.35589 Wetmore et 3.7967 4.2439
0.57 EPI Suite 1.254EpiK 2.80742 0.65585Wetmore et 0.83930[ 2.8074 3.5222
2.93EPI Suite 0.789EpiK 14.60422 0.03651 Wetmore et 14.6042 0.9528
1.83EP! Suite 0.234EpiK 5.69094 0.00668 Wetmore et 5.6909 4.0630

1.1EPI Suite 0.313EpiK 3.10693 0.06084 Wetmore et 3.1069 -1.1168
3.51EPI Suite 0.693EpiK 3.44224 0.00648 Wetmore et 3.4422 1.4181
2.47EPI Suite -2.281EpiK 5.83879 0.13816 Wetmore et -4.2333 5.8388
4.14EP! Suite 0.641EpiK 41.15070 0.83603 Wetmore et : 41.1507 5.6355
3.25EPI Suite 6.289 EpiK 3.34024 0.38343Wetmore et : 3.3492 3.0486

0.8 EP! Suite -2.215EpiK 0.61150 0.82857 Wetmore et 0.6115 0.4633

3.7EP! Suite -1.595EpiK 16.19787 0.06119Wetmore et : 16.1979 -5.7245
3.45EPI Suite -2.285EpiK 17.73650 0.02436 Wetmore et 17.7365 | 10.0449
3.39EPI Suite 5.26 EpiK 7.86628 0.50008 Wetmore et : 7.8663 4.2829
0.76 EPI Suite -0.004 EpiK 1.87139 0.42733Wetmore et 0.48892| 1.8714 3.8752
3.73EPI Suite 9.357EpiK 20.20327 0.00480 Wetmore et 20.2033 | 13.5120
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CompounCAS Clint (hepatocyte) Clint (Microsomes) CLh fub Reference

R-acenocoumarol  ND 11 0.33 0.012 3
S-acenocoumarol ND 30 12 0.009 3
Alprenolol 36 80 24 1 6
Aminopyrine 4.1 6.6 2 1 6
Antipyrine 0.8 3.6 14 1 6
Bosentan ND 40 14 0.02 7
Butylbarbitone 1.9ND 1.2 0.6 6
Carbamazepine ND 2.2 0.78 1 6
Diltiazem ND 250 12 0.198 8
Dofetilide ND 18 7.8 047 3
Ethoxybenzamide 1.3 4.5 22 0.5 6
Felodipine ND 500 5.9 0.07 6
FK1052 ND 550 13 0.025 8
FK480 ND 130 8.6 0.016 8
Hexylbarbitone 21ND 4.9 0.18 6
Imipramine 990 4500 22 0.107 6
Indinavir ND 70 16 0.39,10
L-738,372 ND 4.3 3.8 1 11
Lignocaine ND 200 24 1 6
Loxtidine 171ND 5.5 0.96 6
Metoprolol ND 44 22 1 6
Mofarotene ND 130 4 0 7
Nicardipine ND 6700 13 0.084 8
Nilvadipine ND 36000 14 0.013 8
Omeprazole ND 330 13 0.16 8
Oxodipine ND 53 4.5 1 6
Phenacetin 78 33 21 1 6
Propranolol 1800 4300 25 0.7212,13
Tacrine 1000ND 21 1 3
R-warfarin ND 7 0.13 0.023 3
S-warfarin ND 2.1 0.046 0.011 3
YM796 ND 870 24 0.694 14
Zolpidem ND 83 9.1 0.146 8
Alprazolam 33 180 19 0.35Unpublished
Caffeine 14 4.3 3 1 3
Chiordiazepoxide 8 46 2.5 0.15Unpublished
Clobazam 27 110 7.9 0.21Unpublished
Clonazepam 15 18 4.9 0.21Unpublished
Codeine 290ND 23 1 6
Dextromethorphan 110 450 20 045 15
Diazepam 82 81 17 0.15 3
Diclofenac 110 110 3.6 0.017 16
Ethoxycoumarin (ECOD) 26 50 14 0.22
Flunitrazepam 46 89 12 0.25Unpublished
Heptabarbitone 29ND 16 0.62 6
Heptylbarbitone 33ND 52 0.066 6
Hexobarbitone ND 330 16 0.62 6
Ibuprofen ND 29 06 0.01 6
Ketoconazole 55 42 6.4 0.062 17
Midazolam 74 81 11 0.07 Unpublished
Ondansetron 110 320 15 0.25 3
Phenytoin 37 35 7 0.2 3
Tolbutamide 1.6 6.2 0.12 0.08 3
Triazolam 140 130 21 0.28 Unpublished
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CompouncCAS Chemical (Fub Clint Predicted Clint Observed CLh PredicCLh observ

Diclofenaca A 0.0055 618.36 2083.46 2.92 7.33
Diflunisalb A 0.0053 9.86 34.8 0.05 0.18
Etodolacb A 0.02 81.2 82.84 1.28 1.31
Fenoprofenb A 0.01 56.52 216.15 0.47 1.69
Furosemidea A 0.029 5.95 22.85 0.14 0.59
Gemfibrozilb A 0.005 325.82 773.37 1.43 3.09
Glipizideb A 0.02 7.13 60.52 0.12 0.96
Ibuprofena A 0.0182 71.34 82.7 0.64 1.4
Indomethacinb A 0.02 27.13 145.77 0.46 2.24
Irbesartanb A 0.04 58.75 131.31 1.93 3.85
Ketoprofenb A 0.02 22.44 103.95 0.52 2.22
Montelukastb A 0.0009 96.27 1495.15 0.09 1.27
Oxaprozinb A 0.0007 24 4 100.36 0.02 0.07
Tenoxicamc A 0.0164 8.77 446 0.14 0.073
Tolbutamidea A 0.04 6.91 8.99 0.24 0.3
Troglitazoned A 0.0017 306.36 10000 0.51 9
Warfarinc A 0.018 3.69 8.22 0.07 0.16
Buspironee B 0.05 613.8 1582 12.1119.2f

Carvedilolb B 0.03 281.58 521.97 5.87 8.7
Chiorpromazinec B 0.03 230.33 502.92 5.14 8.6
Cimetidineb B 0.9 3.35 423 2.62 3.2
Desipraminec B 0.17 127.16 124.92 10.39 10.3
Diltiazema B 0.22 77.81 143.61 10.7 12.8
Granisetronb B 0.7 29.72 35.14 10.17 11
Imipraminea B 0.1 92.57 125.59 6.33 9.46
Lidocainee B 0.3 24.61 100.68 5.34 15
Metoprolola B 0.747 13.87 40.62 5.95 12.15
Naloxonea B 0.56 150.28 924 .35 16.1619.5f

Pindololb B 0.9 9.28 5.91 5.89 4.2
Propranolola B 0.12 59.2 291.87 6.46 16.11
Quinidine B 0.15 12.95 48.63 1.73 5.33
Ranitidineb B 0.77 3 4.4 2.07 29
Timolole B 04 6.55 22.75 2.32 9.17
Tiprolidine B 0.1 39.61 133.33 3.31 8
Verapamila B 0.115 278.92 388.33 11.65 14.66
Acetaminophend N 0.79 2.53 6.71 1.81 4
Antipyrinea N 0.94 0.82 0.69 0.74 0.6
Caffeinea N 0.685 2.89 2.25 2.07 1.4
Cyclosporin Ab N 0.04 1346  155.27 0.52
Diazepama N 0.012 6.41 31.29 0.08 0.43
FKO79d N 0.0288 56.38 636 0.91 4.4
FK1052d N 0.021 32.38 1570 0.64 12.2
FK480d N 0.008 49.41 336 0.4 2.4
Lorazepamc N 0.094 1.16 12.38 0.11 1.1
Methylprednisolonec N 0.23 37.08 52.17 5.98 7.5
Midazolamc N 0.04 40.08 246.27 1.48 6.6
Nifedipinea N 0.05 32.6 2537 1.46 7.8
Ondansetronb N 0.68 5.23 124 3 59
Oxazepamc N 0.03 8.23 38.8 0.24 1.1
Phenacetine N 0.594 76.01 212.5 13.919.2f

Prazosinb N 0.07 6.16 42.23 0.45 2.7
Prednisolonec N 0.26 35.54 59.22 6.32 8.7
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Ritonavirb N 0.0148 30.51 86.26 0.44 1.2
Sildenafilc N 0.04 24.35 214.29 0.93 6
Theophyliinec N 04 1.67 1.68 0.65 0.65
Antipyrinea N 0.94 0.23 0.6 0.212 0.55
Bosentana A 0.02 0.67 421 0.0134 3.65
Caffeinea N 0.83 0.37 1.4 0.303 1.05
Diazepama N 0.012 3.44 42.78 0.04 0.5
Diltiazema B 0.22 8.45 205.44 1.7 13.35
Felodipineb N 0.004 72.08 6111.11 0.28 11
Lorazepama N 0.094 1.24 16.71 0.12 1.45
Mibefradilb B 0.005 41.3 4888.9 0.2 11
Midazolama N 0.04 25.74 599.04 0.98 10.9
Oxazepama N 0.03 1.52 36.94 0.046 1.05
Propranolola B 0.1 21.67 388.75 1.96 13.2
Theophyllinea N 04 0.35 1.55 0.141 0.6
Tolcaponea A 0.0018 6.41 1650.32 0.074 2.65
Warfarinc A 0.018 0.34 6.02 0.006 0.12
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CompouncCAS
Acebutolol-R
Acebutolol-S
Alprazolam
Barbital
Betaxolol-R
Betaxolol-S
Cefazolin
Ceftazidime
Chlorpromazine
Clomipramine
Clozapine
Cotinine
Diazepam
Dicloxacillin
Digoxin
Fleroxacin
Flunitrazepam
Glycyrrhizin
Haloperidol
Hexobarbital
Imipramine
Lidocaine
Methotrexate
Metoprolol-R
Metoprolol-S
Midazolam
Nicotine
Norfloxacin
Oxprenolol-R
Oxprenolol-S
Pefloxacin
Penicillin
Pentazocine
Pentobarbital
Phenobarbital
Phenytoin
Pindolol-R
Pindolol-S
Pipemidic acid

p-Phenylbenzoic acid

Prednisolone
Procainamide
Promazine
Promethazine
Propranolol
Propranolol-R
Propranolol-S
Pyridostigmine
Quinidine
Salicylic acid
Tetracycline
Thiopental

logP logD logMA pKa CompouncFub Reference
1.71 -0.51 14 9.7B 0.79 4
1.71 -0.51 14 9.7B 0.73 4
2.12 2.12 25 2.4B 0.35 5
0.65 0.5 0.36 7.8A 0.93 1
2.591 0.63 2.2 9.4B 0.53 4
2.591 0.63 2.2 9.4B 0.54 4
-0.58 -3.58 0.9 2.2A 0.14 1
-1.36 -4.35 1 4.7A 0.9 1
5.41 3.19 3.63 9.7B 0.1 1
4.82 2.34 3.23 10B 0.07 1
3.23 2.88 2.95 7.5B 0.5 1
-0.253 -0.25 0.3 8.1B 0.97 1
2.82 2.82 2.76 3.3B 0.15 5
2.91 -0.06 1.85 3.3A 0.03 5
1.26 1.26 1.48 N 0.87 1
0.24 0.24 1.3 4 0.75 1
2.6 2.6 25 1.8B 0.25 5
2.8 -0.19 0.6 5.3A 0.05 1
4.3 2.99 3.72 8.7B 0.23 1
0.873 0.87 0.95 8.1A 0.7 1
4.8 2.75 3 9.5B 0.24 3
2.44 1.74 1.8 8B 0.38 3
-1.85 -4.77 1.18 1.3M 0.5 1
1.88 -0.34 1.5 9.7B 0.8 4
1.88 -0.34 1.5 9.7B 0.81 4
2.74 2.69 29 5.8B 0.07 5
1.17 0.63 0.7 7.8B 0.84 3
-1.03 -1.03 0.95 4 0.58 1
2.181 -0.2 2.3 9.9B 0.24 4
2.181 -0.2 2.3 9.9B 0.36 4
0.27 0.27 1.08 z 0.8 1
-4.623 -4.62 1.04 2.8A 0.15 1
3.315 2.18 2.6 8.5B 0.46 3
2.1 2.02 1 8.1A 0.66 2
1.47 1.14 0.8 7.35A 0.78 2
2.47 2.38 2 8.06 A 0.06 2
1.75 -0.12 2.2 9.3B 0.51 4
1.75 -0.12 2.2 9.3B 0.76 4
-2.15 -2.15 1.43 4 0.85 1
2.813 2.81 0.3 4.2A 0.03 1
1.62 1.62 1.9 N 0.23 1
0.88 -0.81 0.95 9.1B 0.92 3
4.55 2.86 3.82 9.1B 0.05 1
4.81 3.12 3.2 9.1B 0.22 1
3.48 1.52 2.95 9.4B 0.08 6
3.48 1.43 3 9.5B 0.017 4
3.48 1.43 3 9.5B 0.127 4
-3.733 -3.73 1.04 10B 0.5 1
3.44 2.22 2.3 8.6B 0.33 3
2.26 -0.72 0.6 3A 0.4 1
-1.3 -3.08 1.7 3.6M 0.5 1
2.85 2.6 1.58 7.5A 0.25 2
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Thioridazine
Timolol-S
Tolbutamide
frans-Retinoic acid
Trihexylphenidil
Valproic acid
Verapamil

5.9
1.83
2.34

2.853

6.3
275
3.79

3.85
0.05
0.47
2.85
3.84
0.29
2.66

3.81

1.5
1.41
1.73
2.41
1.04

3.2

9.5B
9.2B
5.5A
6.4A

10B
4.8A
8.5B

0.01
0.63
0.24

0.1
0.37
0.22
0.05

[0 T NP N N S N |
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